The structure-toxicity relationship challenge at hazardous waste sites.
It is shown that the use of a combination of two programs, MULTICASE and META can help assess the carcinogenic risk factor posed by the disposal of industrial organic materials in the ecosystem. MULTICASE is a knowledge-based computer system that had been trained to identify molecular substructures believed to be conducive to carcinogenic potential and META is an expert system trained to predict the aerobic biodegradation products of organic molecules. The programs can be used to assess the health hazard of the discarded chemicals by evaluating their chemical structure, their biodegradability and the structures of the predicted biodegradation products. Several examples of the application of the methodology are described in this paper.